Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.006 Å; disorder in main residue; R factor = 0.065; wR factor = 0.130; data-to-parameter ratio = 11.8.
Molecules of the title compound, C 40 H 42 BrNO 6 , are located on a crystallographic twofold rotation axis. As a result, the nitro group and bromine residue are mutually disordered with equal occupancies. The propoxy-substituted aromatic rings are close to parallel to each other [dihedral angle = 21.24 (1) ], whereas the propenoxy-substituted rings enclose a dihedral angle of 70.44 (1) . The dihedral angles between the methylene C atoms and the aromatic rings shows that the propenoxy substituted rings are bent away from the calixarene cavity [dihedral angle between the planes = 35.22 (8) ], whereas the propoxy-substituted rings are almost perpendicular [79.38 (10) ] to the plane of the methylene C atoms.
Related literature
For related literature on calix [4] arenes, see: Asfari et al. (2001) ; Bö hmer (1995) ; Gutsche (1998) ; Mandolini & Ungaro (2000) . For the synthesis of the title compound, see: Sansone et al. (2004) et al., 2004) . Under an argon atmosphere 29 mg (0.045 mmol, 1 equiv.) of compound 2 and 26 mg (1.12 mmol, 25 equiv.) of NaH were suspended in 2 ml of dry DMF and stirred for some minutes. Afterwards, 135 mg (1.12 mmol, 25 equiv.) of allyl bromide in 0.7 ml DMF were slowly added to the mixture and the latter stirred for additional 12 h at room temperature. Subsequently, the reaction suspension was slowly stirred into a mixture of 20 ml CH 2 Cl 2 and 10 ml 1 N HCl. The obtained organic phase was separated, washed with water and brine and dried over MgSO 4 . The solvent was evaporated and the resulting crude product was purified by column chromatography with CH 2 Cl 2 /pentane 40:60 and subsequent crystallization from CHCl 3 /methanol.
Compound 3 was obtained as white crystals (7 mg, yield 22% supplementary materials sup-2 Refinement H atoms were geometrically positioned and refined using a riding model with fixed individual displacement parameters [U(H) = 1.2 U eq (C) or U(H) = 1.5 U eq (C methyl )] using a riding model with C-H(aromatic) = 0.95 Å, C-H(methyl) = 0.98 Å, or C-H(methylene) = 0.99 Å, respectively. Due to the crystallographic symmetry of the molecule, the Br atom and the nitro group are mutually disordered with equal occupancies. The N atom of the nitro group is so close to the bromine atom that its U value could not be refined and was fixed to 0.05. The following restraints were applied to the nitro group: N-C bond distance 1.470 (1) Å, N-O bond distances 1.220 (1) Å, N···C α distances 2.450 (1) Å. The propenyloxy and propoxy groups are disordered over two sites each with site occupation factors of 0.63 (1) and 0.72 (1), respectively, for the major occupied site. Bond lengths and angles in these groups were restrained to be equal and the displacement ellipsoids of the minor occupied atoms were restrained to an isotropic behaviour. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )

